Chemicals
All starting compounds and solvents were used as obtained from commercial sources without further purification unless otherwise noted. No unexpected or unusually high safety hazards were encountered.
Methods
The calculated PXRD patterns of 1a,1b_15bar and 1b_20bar are from the corresponding cif files (based on the SCXRD structures). There is a notable discrepancy between the experimental PXRD of 1b and the calculated PXRD (based on the SCXRD structure) in Figure S23 . This phenomenon can be attributed to the flexibility associated with the framework that can give rise to the shift in the peaks and the subsequent splitting. Also, sometimes a difference in the observed powder pattern may arise due to difference between the large single crystal and the micro-crystalline powder sample. Thus, we did an indexing of the PXRD data and got the lattice parameters obtained from the indexing 
